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2Workflow for performing a QSPR modeling
Descriptor calculation
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Dataset Division & Accuracy Assessment
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Molecular Descriptor Selection
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Modeling and whole procedure 6
RetTrAMS
7
8RP_(-)ESI
90
5
10
15
20
25
30
35
40
RP_(-)ESI
10RP_(-)ESI
11RP_(-)ESI
12RP_(+)ESI
13RP_(+)ESI
14RP_(+)ESI
15RP_(+)ESI
16Protocols
• To accept or reject a suspect structure, perform RetTrAMS
and OTrAMS locate the points in boxes
• If the suspect compound locates in box 1 and box 2
the suspect structure is accepted.
• If the suspect compound locates in box 3 further
validation should be done.
• If the suspect compound locates in box 4 the suspect
structure is rejected.
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